Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.035; wR factor = 0.091; data-to-parameter ratio = 12.6.
In the title molecule, C 21 H 14 N 4 O 4 S, the pyrazole ring forms dihedral angles of 45.6 (1), 87.7 (1) and 27.4 (1) with the phenyl, sulfur-substituted benzene and nitro-substituted benzene rings, respectively. In the crystal, molecules are connected by weak C-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonds into layers parallel to (010). 
Related literature

Data collection
Bruker SMART APEX CCD diffractometer 18559 measured reflections 3426 independent reflections 3128 reflections with I > 2(I) R int = 0.021 Refinement R[F 2 > 2(F 2 )] = 0.035 wR(F 2 ) = 0.091 S = 1.04 3426 reflections 271 parameters H-atom parameters constrained Á max = 0.27 e Å À3 Á min = À0.14 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXTL.
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Comment
Pyrazoles are a class of aromatic ring compounds and of the heterocyclic series characterized by a 5-membered ring structure composed of three carbon atoms and two nitrogen atoms in adjacent positions and to the unsubstituted parent compound. They can have pharmacological effects on humans and are classified as alkaloids although they are rare in nature. Pyrazole and its derivatives have successfully tested for antifungal (Chen & Li, 1998 ), antihistaminic (Mishra et al.,1998 ), anti-inflammatory (Smith et al., 2001 , antiarrhythmic and sedative (Bruno et al., 1990 ), hypoglycemic (Cottineau et al., 2002 ), antiviral (Baraldi et al., 1998 ) and pesticidal (Londershausen, 1996 activities.
The molecular structure of the title compound is shown in Fig. 1 . The pyrazole ring forms dihedral angles of 27.4 (1)° (with the C11-C16 ring), 45.6 (1)° (with the C31-C36 ring) and 87.7 (1)° (with the C41-C46 ring). In the nitrophenyl group, the nitro substituents are twisted from the benzen ring by 13.9 (2)° and 43.2 (1)°. In the crystal, molecules are connected by weak C-H···O and C-H···N hydrogen bonds into layers parallel to (010) (see Fig. 2 ).
Experimental
A mixture of 1-phenyl-2-(phenylsulfanyl)-1-ethanone 1-(2,4-dinitrophenyl)hydrazone (0.001 mole) dissolved in dimethylforamide (5 ml) in a 30 ml conical flask was allowed to cool in ice with stirring. To this stirred solution, phosphorus oxychloride (0.008 mole) was added dropwise and the mixture was subjected to microwave irradiation for 30 sec. The reaction was monitored by TLC and after completion of the reaction, the reaction mixture was poured onto crushed ice.
The solid was suction filtered and washed with plenty of water. The final product 1-(2,4-dinitrophenyl)-3phenyl-4-(phenylsulfanyl)-1H-pyrazole was purified by column chromatography using petroleum ether-ethyl acetate as eluent. Colourless needles were grown over a period of a week from a solution of the title compound in dichlromethane.
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.93 Å and U iso (H) = 1.2 U eq (C). Part of the crystal structure with hydrogen bonds shown as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
1-(2,4-Dinitrophenyl)-3-phenyl-4-phenylsulfanyl-1H-pyrazole
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.41540 (17) 0.0599 (10) 0.0391 (8) 0.0402 (9) −0.0022 (7) 0.0109 (7) −0.0027 (7) C13 0.0608 (10) 0.0377 (8) 0.0527 (10) −0.0039 (7) 0.0099 (8) −0.0083 (7) C14 0.0438 (9) 0.0337 (8) 0.0589 (10) −0.0004 (6) 0.0107 (7) 0.0027 (7) C15 0.0428 (8) 0.0487 (9) 0.0446 (9) −0.0008 (7) 0.0108 (7) 0.0065 (7) 0.0597 (9) 0.0609 (10) 0.0481 (9) −0.0199 (7) 0.0225 (7) −0.0143 (7) O41 0.1011 (11) 0.1023 (12) 0.0392 (7) −0.0322 (9) 0.0129 (7) −0.0093 (7) O42 0.0884 (10) 0.0552 (8) 0.0825 (10) −0.0049 (7) 0.0366 (8) −0.0259 (7) N2 0.0425 (7) 0.0372 (7) 0.0334 (6) −0.0002 (5) 0.0043 (5) −0.0010 (5) C3 0.0366 (7) 0.0344 (7) 0.0371 (8) (2) C5-N1-N2 111.59 (11) C34-C33-C32 119.89 (16) C5-N1-C11 129.66 (12) C34-C33-H33 120.1 N2-N1-C11 118.72 (11) C32-C33-H33 120.1 C12-C11-C16 117.79 (14) C33-C34-C35 120.16 (16) C12-C11-N1 118.62 (13) C33-C34-H34 119.9 C16-C11-N1 123.57 (13) C35-C34-H34 119.9 C13-C12-C11 120.99 (15) C34-C35-C36 120.34 (15) C13-C12-H12 119.5 C34-C35-H35 119.8 C11-C12-H12 119.5 C36-C35-H35 119.8 C14-C13-C12 119.03 (15) C35-C36-C31 120.03 (15) C14-C13-H13 120.5 C35-C36-H36 120.0 C12-C13-H13 120.5 C31-C36-H36 120.0 C15-C14-C13 122.07 (15) C5-C4-C3 105.46 (12) C15-C14-N3 118.56 (15) C5-C4-S1 125.31 (11) C13-C14-N3 119.32 (15) C3-C4-S1 129.16 (11) C14-C15-C16 118.29 (15) C4-S1-C41 102.81 (7) C14-C15-H15 120.9 C42-C41-C46 119.70 (17) C16-C15-H15 120.9 C42-C41-S1 124.36 (13) C15-C16-C11 121.73 (14) C46-C41-S1 115.94 (14) 
